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Summary: Recognition of compounds from a 
connection table 



Some time ago, I posted the following question: 

"Do you know of any references that deal with the recognition of 
compounds (e.g stored in a compound library) from their connection 
tables?" 

I received two answers. Thanks a lot. 



Try Ash, J., Chubb, P., Ward, S., Welford, S., Willet, P., 
Communiaction, Storage and Retrieval of Chemical Information, 
Ellis Horwood Series Chemical Science, Ellis Horwood Limited, 
Chichester, 1985. 

It is not new, and some important modern developments are missing, 
but is is still a good overview about the basic principles 
and technology. 

Dr. Wolf-D. Ihlenfeldt 

Computer Chemistry Center, University of Erlangen-Nuernberg 
Naegelsbachstrasse 25, D-91052 Erlangen (Germany) 
Tel (+49)-(0)91 31 -85-6579 Fax (+49)-(0)91 31 -85-6566 
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e-mail: alex;at;qsar.chem. msu.su; alex-qsar;at;technologist.com 
Phone: 7 095 939 35 57 



Joerg Weiser phone: +1 212 8545143 

Department of Chemistry +1 212 8548402 
Columbia University 

3000 Broadway MC 3140 fax: +1 212 6789039 

New York, NY 10027 email: joerg %! at !% still3.chem.columbia.€ 
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This is termed the "perception phase". The structure is examined for synthetically 
important features (functional groups, rings) and a list of perceived ... 
www.amazon.co.uk/exec/obidos/ASIN/047190921 1 - 27k - Cached - Similar pages 
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www.wiley-vch.de/publish/en/books/bySubjectCHOO/ bySubSubjectCH00/3-527-30680-3/toc/?slD=d05b - 247k - 
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fPDn MLXII meetingbrochure.FINAL9.10.04.qxd 
File Format: PDF/Adobe Acrobat - View as HTML 

Neuroplasticity refers to structural and functional changes in the brain that are 
... perception, imagery, and attention, with little or no concern for ... 
www.mindandlife.org/MLXII%20Brochure.pdf - Similar pages 
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The primary objective of the university partnership between Lhasa and ... 
Two functional groups of soil invertebrates will be investigated, ... 

www.volkswagen-stiftung.de/foerderung/ foerderinitiativen/bewilligungslisten/prolpart_d.htm - 513k - 
Cached - Similar pages 

Santa Barbara Institute for Consciousness Studies 

Born in Lhasajibet, Kyabje Gehlek Rinpoche was recognized as an incarnate ... 

David E. Meyer is a faculty member of the Cognition and Perception Program in ... 
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International Centre for Integrated Mountain Development - IMP 98-8 
At one extreme are large, often primate cities such as Kathmandu, Lhasa, ... 
Finally, there are the multi-functional trade and service towns that thrive ... 
www.icimod.org/publications/imd/imd98-8.htm - 36k - Cached - Similar pages 
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D Computers and Organic Synthesis - by Bersohn - 8 citations 

Computer Perception of Topological Symmetry - by Shelley - 8 citations 
Artificial intelligence in organic synthesis. SST: ... - by Wipke - 8 citations 

[pdf] Smiles. 3. Depict. Graphical Depiction of Chemical Structures 
File Format: PDF/Adobe Acrobat 

that any other connection table can also be. used with. DEPICT, provided ... 
the fields of organic synthesis and sub-, structure searching. ... 

pubs.acs.org/cgi-bin/abstract.cgi/ icisd8/1990/30/i03/f ci00067a005.pdf?sessid=6006l3 - Similar pages 

[pdfj Computer-aided organic synthesis 

File Format: PDF/Adobe Acrobat 

It is tempting for those in the field of organic synthesis to liken the process of 
... connection table that correspond to retrosynthetic transforma- ... 
www.rsc.org/ej/CS/2005/b104620a.pdf - Similar pages 

Publications - in Chronological Order 

A Case Study in Computer-Assisted Organic Synthesis Design ... Overcoming the 
Limitations of a Connection Table Description: A Universal Representation of ... 

www2.chemie.uni-erlangen.de/ publications/publ_chrono/publ_chrono-01.html - 77k - Cached - Similar pages 
Publications - According to Topics 

... Algorithms for the Perception of Molecular Symmetry Applied to Synthesis Planning 
... Overcoming the Limitations of a Connection Table Description: A ... 
www2.chemie.uni-erlangen.de/ publications/publjopics/publ_topics-04.html - 22k - 
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www.informatik.uni-trier.de/Hey/ db/indices/a-tree/g/Gasteiger:Johann.html - 32k - Cached - Similar pages 
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Wiley-VCH - Books | Chemistry | General & Introductory | Handbook ... 
6.4, Connection Table Representation of Stereochemistry, 208 ... 8.2.3.3, 
Encyclopedia of Reagents in Organic Synthesis (EROS), 680 ... 

www.wiley-vch.de/publish/en/books/bySubjectCHOO/ bySubSubjectCH00/3-527-30680-3/toc/?slD=d05b - 247 
Cached - Similar pages 

DIMACS Workshop on Discrete Mathematical Chemistry:Abstracts 
Other examples deal with the concept of relative symmetry, considered either at 
... is integrated in RESYN, a system for computer-aided organic synthesis. ... 
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Abstract | References I Full Text: PDF (644K) 
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Abstract | References | Full Text: PDF (1678K) 
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index 

International Journal of Quantum Chemistry 
Volume 44, Issue 2, Date: 5 September 1992, Pages: 203-218 
Ibon Alkorta, Hugo O. Villar 
Abstract | References | Full Text: PDF (666K) 
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International Journal of Quantum Chemistry 
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Gilda H. Loew, Hugo O. Villar, Chiara Cometta, Juan J. Perez 

Abstract | References | Full Text: PDF (793K) 

f— i Properties of selective type I benzodiazepine receptor ligands 
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Abstract I References | Full Text: PDF (1003K) 
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Abstract | References | Full Text: PDF (81 6K) 
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O. Villar, Mark R. Hansen 

Abstract | References | Full Text: HTML . PDF (637K) 



n 



Preface 

International Journal of Quantum Chemistry 
Volume 88, Issue 1, Date: 2002, Pages: 3-4 
Harel Weinstein, Hugo O. Villar 
Abstract | Full Text: HTML . PDF (37K) 
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pi Global physicochemical properties as activity discriminants for the mGluRI subtype 
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